LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101218\
Data File : BG037294.D

Aca On : 12 Oct 2018 17:01

Operator : JU/SJ

Sample : PB113784BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG101118.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total

5.198 319 325 335 rvB2 30423 49565 1.31% 0.279%
5.656 396 403 414 rBV 775784 1294049 34.30% 7.290%
rBv 824708 1425370 37.78% 8.030%
7.642 732 741 749 rBV 754205 1330662 35.27% 7.496%
8.118 813 822 831 rVB 162463 285070 7.56% 1.606%
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8.441 868 877 887 rVB 565504 1007208 26.70% 5.674%
9.293 1014 1022 1034 rBV 448356 820520 21.75% 4.622%
10.938 1295 1302 1311 rBV 221076 416178 11.03% 2.344%
13.377 1710 1717 1727 rVB 1318882 2105693 55.82% 11.862%
14.751 1942 1951 1959 rBV2 391730 640085 16.97% 3.606%

=
QO ~NO®

11 16.238 2197 2204 2220 rBV 1004224 1601525 42.45% 9.022%
12 17.495 2412 2418 2425 rBV2 576556 918874 24.36% 5.176%
13 20.098 2855 2861 2868 rBV 2750731 3772430 100.00% 21.251%
14 21.784 3141 3148 3158 rBV 624166 1052717 27.91% 5.930%
15 25.133 3707 3718 3736 rVB2 340448 1031474 27.34% 5.811%

Sum of corrected areas: 17751420
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101218\
Data File : BG037294.D

Aca On : 12 Oct 2018 17:01

Operator : JU/SJ

Sample : PB113784BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG037294.D
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Abundance TIC: BG037294.D
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Abundance TIC: BG037294.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101218\
Data File : BG037294.D

Aca On : 12 Oct 2018 17:01

Operator : JU/SJ

Sample : PB113784BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

5.20 3.48 ng 49565 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 27
4 Ethvl ether 74 C4H100 000060-29-7 9
5 Butane 58 C4H10 000106-97-8 7

Abundance Scan 325 (5.198 min): BG037294.D (-319) (-) m/z 43.00 100.00%
43.0
5000 59.0
| 60 1°|1-° 480 500 520 540 5.60
O L LT R L m/z 59.00 44 _.60%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 SRRANBRASSRARSS RARRARA
59.0 480 5.00 520 5.40 5.60
0,
150 a0 1010 m/z 58.00 16.04%
: 83.0
Ot e e e
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
o 480 500 550 540 560
5000 m/z 101.00 15.32%
20.0 101.0
0 e Ul 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime e
43.0 480 5.00 5.20 5.40 5.60
m/z 40.90 6.32%
5000
101.0
150 310 | %80 69,0 86.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101218\
Data File : BG037294.D

Aca On : 12 Oct 2018 17:01

Operator : JU/SJ

Sample : PB113784BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown7.64 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

7.64 93.36 ng 1330660 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 741 (7.642 min): BG037294.D (-732) (-) m/z 131.90 100.00%
131.9
5000 68.0
96.0 HS RS LA SRR S
40.0 540 | 7.40 7.60 7.80 8.00
Oyt el 849y 2149 m/z 68.00 43.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 A
7.40 7.60 7.80 8.00
2.0 510 m/z 133.90 32.28%
0'w'“'w'“J”Jh'L'M'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
740 7.60 7.80 8.00
5000 67.0 m/z 66.00 27.87%
41.0 97.0
53.0
‘ 79.0 117.0
0 |||||||||||||||||‘||‘||||‘||‘||||‘|‘=l‘|||‘|‘|‘|‘|||||||‘|||||||||||‘|||||||‘ ‘...luu
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole T
132.0 7.40 7.60 7.80 8.00
m/z 69.00 16.75%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG101218\
Data File : BG037294.D

Acq On : 12 Oct 2018 17:01

Operator : JU/SJ

Sample : PB113784BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.20 3.5 ng 49565 1 8.12 285070 20.0
unknown? .64 7.64 93.4 ng 1330660 1 8.12 285070 20.0
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